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Figure S1. Time evolution of RMSd for all the simulated systems. 
  



 

Figure S2. J-coupling of apo- and bound-HIVRev under both force field and their comparison with 
the experimental data. 
  



 

 

Figure S3. Comparison of secondary structure evolution between DSSP (top) and STRIDE (bottom) 
for apo-HIVRev under ff99IDPs. Colors labels: █ α helix; █ 3/10 helix; █ π helix; █ disordered loop; 
█ bend; █ hydrogen bonded turn; █ extended strand; █ residue in isolated β-bridge.  

 
  



 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
Figure S4. Time evolution of secondary structure for apo-HIVRev. 



 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
Figure S5. Time evolution of secondary structure for bound-HIVRev. 



 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S6. Time evolution of secondary structure for apo-IA3. 



 

Figure S7. Time evolution of secondary structure for bound-IA3. 
  



 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S8. Time evolution of secondary structure for the disordered part of αSyn. 



 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S9. Time evolution of secondary structure for lysozyme. 



 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S10. Time evolution of secondary structure for ubiquitin. 



 

Figure S11. Color labels for different secondary structures. 
  



 

Figure S12. Structural clusters on bound HIVRev. 
  



 
Figure S13. The predicted secondary chemical shift of bound-IA3 under ff99IDPs and 
ff99SBildn. 


